CHARM
The following tables contain the CHARM force field bond types and charges used to describe the four different β−aminoacids present in the studied heptamer. The nomenclature corresponds to the one used in the GROMACS program package. 
Amber
The following tables contain the Amber force field bond types and charges used to describe the four different β−aminoacids present in the studied heptamer. The nomenclature corresponds to the one used in the GROMACS program package. 
GAFF
The following tables contain the GAFF force field bond types and charges used to describe the four different β−aminoacids present in the studied heptamer. The nomenclature corresponds to the one used in the GROMACS program package. 
Summary of heptamer structures in methanol
Here, we give the results of 50ns simulations using the various force fields in order to investigate the structure of the heptamer in methanol. We performed equilibrium simulations at various temperatures starting from either the 3 14 -helix structure or an stretched conformation and monitored the RMSD relative to the helix structure as discussed in connection to Fig.3 in the text. We define a folded structure to exist if the RMSD takes on values smaller than 0.1nm. Here, the stretched conformations were created partly from pulling simulations and partly they were obtained by setting the backbone dihedrals to 180 o with similar results. In case of the GAFF force field the phrase 'eq.' means that frequent folding / unfolding transitions are observed. Oddly enough, for the same force field no folding of a stretched conformation was observed at 400K and 440K.
For the GROMOS force field, the results are the same as for the GAFF force field with the difference that we find a helix starting from a stretched conformation at 298K and 360K. For higher temperatures we observe an equilibrium between folded and unfolded conformations. 
